A previous reaction of 4-hydroxpyridine and oleum gave the salt, hydronium 4-oxo-1,4-dihydropyridine-3-sulfonate dihydrate (Zhu et al., 2009) . Repeating this synthesis instead produced the zwitterionic title compound (Scheme I, Fig. 1 ).
The reaction of 4-hydroxypyridine and oleum produces 4hydroxypyridinium-3-sulfonate, C 5 H 5 NO 4 S, which shows delocalized bonds in the six-membered ring. In the crystal, adjacent zwitterions are linked by N-HÁ Á ÁO and O-HÁ Á ÁO hydrogen bonds into a layer motif. The crystal studied was a racemic twin.
Related literature
A previous synthesis yielded hydronium 4-oxo-1,4-dihydropyridine-3-sulfonate dihydrate; see: Zhu et al. (2009) Table 1 Hydrogen-bond geometry (Å , ).
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010). Fig. 1 . Thermal ellipsoid plot (Barbour, 2001 ) of C 5 H 5 NO 4 S at the 50% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
Figures
x y z U iso */U eq S1 0.84628 (5) (7) 0.0227 (7) −0.0004 (8) −0.0030 (7) 0.0001 (6) C3 0.0211 (7) 0.0237 (7) 0.0224 (7) 0.0004 (6) 0.0014 (6) 0.0017 (5) C4 0.0210 (7) 0.0249 (7) 0.0189 (6) 0.0016 (5) 0.0009 (5) 0.0011 (6) C5 0.0253 (7) 0.0296 (7) 0.0273 (7) 0.0022 (7) 0.0063 (6) 0.0018 (7) Geometric parameters (Å, °) S1-O4 1.4390 (12) N1-H1N 0.868 (10) S1-O3 1.4549 (12) C1-C2 1.362 (3) S1-O2 1.4666 (13) C1-H1 0.947 (10) S1-C4 1.7747 (15) C2-C3 1.402 (2) O1-C3 1.316 (2) C2-H2 0.943 (9) O1-H1O 0.834 (10) C3-C4 1.411 (2) N1-C5 1.338 (2) C4-C5 1.375 (2) N1-C1 1.340 (2) C5-H5 0.961 (10) O4-S1-O3 115.32 (8) C1-C2-C3 119.25 (16) O4-S1-O2 113.52 (8) C1-C2-H2 119.0 (13) O3-S1-O2 111.40 (8) C3-C2-H2 121.6 (13) O4-S1-C4 105.51 (7) O1-C3-C2 123.29 (15) O3-S1-C4 104.55 (7) O1-C3-C4 118.31 (14) O2-S1-C4 105.41 (7) C2-C3-C4 118.40 (15) C3-O1-H1O 118 (2) C5-C4-C3 119.11 (14) Hydrogen-bond geometry (Å, °) D-H···A D-H H···A D···A D-H···A O1-H1O···O2 i 0.83 (1) 1.76 (1) 2.581 (2) 166 (3) N1-H1n···O3 ii 0.87 (1) 1.91 (1) 2.762 (2) 166 (2) Symmetry codes: (i) −x+3/2, −y+1, z+1/2; (ii) x+1, y, z.
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